INTRODUCTION
Chromatostructural analysis (chromatoscopy) was developed by Kiselev and Poshkus as a method of evaluating structural parameters of molecules from their adsorption characteristics (Ref. 1, 2) . A convenient adsorbent for such use is graphitized thermal carbon black (GTCB), with its homogeneous surface, highly sensitive to the geometry of adsorbed molecules.
The Henry constant of adsorption equilibrium K1 measured by gas chromatography (the retention volume at zero sample size) is compared with the K 1 values obtained by molecular statistical calculation in atom-atom approximation for a number of molecular modets with geometry being varied, evaluated for the molecules of tetralin, hexamethylbenzene, indane and its methyl derivatives, good agreement with the data of other methods being observed (Ref. is the potential energy of interaction between the molecule and the adsorbent. interaction H...C(GTCB) ( l ) , C(s$) ... C(GTCB) (2) and C(sp2) ... C(GTCB) (3).
Geometric parameters of a cyclobutane molecule were taken from electron diffraction data (Ref. 4 ) . The models of molecules of BCO and BCD were constructed by joining two cyclopentene rings and two cyclohexene rings, respectively, along the double bond, electron diffraction data on the molecular geometry of cyclopentene Ref. 5) and cyclohexene (Ref. 6) being used. Gas adsorption chromatography on GTCB and Ci3-NMR spectroscopy at room temperature have detected no difference in respective characteristics of cis-and trans-forms of BCO and BCD, therefore in chromatostructural analysis only trans-forms were considered.
' 9 Of
The calc lations were carried out with the atom-atom potential functions E. Yu Experimental temperature dependences of Ki (cm3/m2) are expressed bv followine eauations:
for cyclobutane In K1 = -12.12 + 6190)T.
In K = -9.48 + 2758/T, lor BCO in K1 = 112.86 + 5737/T, fo; BdD CHROMATOSTRUCTURAL ANALYSIS Figure 1 shows calculated K1 values for the three molecules in the range of variation of their geometric parameters. In the calculations for BCD the atom-atom potentials (l), (2) and (3) were used. is 111.2 kJ/mol) makes one expect poor results when using the potential (2), which was obtained for non-strained saturated hydrocarbons (Ref. 7) . cyclobutane were made both with the potentials (1) and (2) 1) The atom-atom potential of the interaction the value 23O 2 60, which is h in BCD is 0.325 2 0.040 A"
